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. β-D-Mannose molecule in Phases I and II, viewed along axis a with hydrogen bonds marked on the donor site. H-Bonds existing in both phases, in Phase I only and in Phase II only are marked in blue, green and red, respectively. Unfavorable oxygen-oxygen contact O3···O6 1565 / O6···O3 1545 present in Phase II is marked in purple and is shown from the perspective of both atoms O3 and O6 (thus only one of them is symmetry-independent). ORTEP symmetry code 1 is explicitly explained in Table S3 . Figure S4 . Pressure dependence of O-H···O angles in OH···O hydrogen bonds of β-D-mannose Phases I and II. Lines joining points are for guiding the eye only. Symmetry ORTEP codes 1 are explicitly explained in Table S3 . The critical pressure (P c =1.95 GPa) of the phase transition and the limiting angle equal 110° (see Experimental) are marked with black and red dashed lines, respectively. Figure S1 . Pressure dependence of C-O···O angles in OH···O contacts of β-D-mannose Phases I and II. Lines joining points are for guiding the eye only. Symmetry ORTEP codes 1 are explicitly explained in Table S3 . The critical pressure (P c =1.95 GPa) of the phase transition is marked with black dashed line. Figure S2 . Pressure dependence of O···O-C angles in OH···O contacts of β-D-mannose Phases I and II. Lines joining points are for guiding the eye only. Symmetry ORTEP codes 1 are explicitly explained in Table S3 . The critical pressure (P c =1.95 GPa) of the phase transition is marked with black dashed line. Figure S3 . Pressure dependence of C···O distances in CH···O contacts of β-D-mannose Phases I and II. Lines joining points are for guiding the eye only. Symmetry ORTEP codes 1 are explicitly explained in Table S3 . The critical pressure (P c =1.95 GPa) of the phase transition and sum of Van der Waals radii equal 3.22 Å of carbon and oxygen atoms 2 are marked with black and red dashed lines, respectively. Figure S4 . Pressure dependence of H···O distances in CH···O contacts of β-D-mannose Phases I and II. Lines joining points are for guiding the eye only. Symmetry ORTEP codes 1 are explicitly explained in Table S3 . The critical pressure (P c =1.95 GPa) of the phase transition and sum of Van der Waals radii equal 2.72 Å of hydrogen and oxygen atoms 2 are marked with black and red dashed lines, respectively. Figure S5 . Pressure dependence of C-H···O angles in CH···O contacts of β-D-mannose Phases I and II. Lines joining points are for guiding the eye only. Symmetry ORTEP codes 1 are explicitly explained in Table S3 . The critical pressure (P c =1.95 GPa) of the phase transition and the limiting angle equal 110° (see Experimental) are marked with black and red dashed lines, respectively. Figure S6 . Pressure dependence of C···O-C angles in CH···O contacts of β-D-mannose Phases I and II. Lines joining points are for guiding the eye only. Symmetry ORTEP codes 1 are explicitly explained in Table S3 . The critical pressure (P c =1.95 GPa) of the phase transition is marked with black dashed line. Table S3 . The critical pressure (P c =1.95 GPa) of the phase transition and sum of Van der Waals radii equal 2.40 Å of two hydrogen atoms 2 are marked with black and red dashed lines, respectively. Table S6 . Distances OF H···H contacts in β-D-mannose Phases I and II. Symmetry ORTEP codes 1 are explicitly explained in Table S3 . Table S7 .
Tables
a w = 1/(σ2(Fo2)+x2P2+yP), where P=(Max(Fo2, 0)+2Fc2)/3
